Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.002 Å; R factor = 0.023; wR factor = 0.067; data-to-parameter ratio = 13.8.
In the title salt, NH 4 + ÁC 4 H 3 N 2 O 2 S À , the asymmetric unit comprises two half-occupied ammonium positions and a 4,6-dioxo-2-sulfanylidene-1,3-diazinan-5-ide anion. The anion shows C 2 as well as C s symmetry and is present in its diketonic tautomeric form. Intracyclic angles span a range from 116.64 (9)-124.67 (9) . Intermolecular N-HÁ Á ÁO hydrogen bonds connect the cations and anions to form a threedimensional network.
Related literature
For the crystal structures of 2-thiobarbituric acid, its hydrate and several of its tautomeric forms, see : Calas & Martinez (1967) ; Chierotti et al. (2010) . For graph-set analysis of hydrogen bonds, see : Etter et al. (1990) ; Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: APEX2 (Bruker, 2010 ); cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 ). Owing to the desire to synthesize functionalized MOFs whose poresizes or even complete architectural set-ups might easily be influenced upon variation of external parameters such as pH value or the presence and concentration of molecules that might reside inside the pores of these MOFs, chelating ligands related to benzoic acid but with the ability to change their bonding behaviour are necessary. In this aspect, 2-thiobarbituric acid seemed of interest since it may adopt several tautomeric forms whose persistence can be influenced by such external parameters. In order to gather structural information to allow for the tailored synthesis of MOFs based on thiobarbituric acid, we determined the crystal structure of its ammonium salt. The crystal structures of 2-thiobarbituric acid, its hydrate as well as several of its tautomeric forms are apparent in the literature (Calas & Martinez (1967); Chierotti et al. (2010) ).
Structure Reports Online
The thiobarbituric acid anion is present in its diketonic tautomeric form according to C-O bond lengths. Deprotonation took place on the methylene group. The intracyclic angles span a range from 116.64 (9)-124.67 (9) ° with the biggest angles invariably found on the nitrogen atoms and the smallest angle present on the sulfur-bonded carbon atom. The unit cell comprises two half-occupied ammonium cations (Fig. 1) . The small puckering amplitude of the six-membered ring precludes a conformation analysis.
The crystal structure is dominated by hydrogen bonds. All of the ammonium cations' hydrogen atoms act as donors while both ketonic oxygen atoms of the heterocycle as well as the sulfur atom act as acceptors. The intracyclic NH groups participate in hydrogen bonds as well, however, they only have the ketonic oxygen atoms as acceptors. The latter intermolecular interactions connect the thiobarbituric acid anions to chains along [1 1 0] where each dimeric subunit shows inversion symmetry (Fig. 2) . In terms of graph-set analysis (Etter et al. (1990) ; Bernstein et al. (1995) ), the descriptor for the hydrogen bonds giving rise to these chains is R 2 2 (8)R 2 2 (8) on the unitary level. Taking into account the van-der-Waals radii of the atoms present in the crystal structure, the carbon-bond H atom participates in a C-H···S contact, which is, however, not very pronounced. In total, the molecules in the unit cell are connected to a three-dimensional network where layers of thiobarbituric acid anions are orientated parallel as well as approximately perpendicular towards each other (Fig. 3) .
The packing of the compound in the crystal is shown in Figure 4 . Experimental 2-Thiobarbituric acid was obtained commercially (Aldrich). Upon dissolution in hot, aqueous ammonia (c = 1.0 M) and subsequent cooling to room temperature, crystals suitable for the X-ray diffraction study were obtained.
supplementary materials sup-2 Refinement
The carbon-bound H-atom was placed in a calculated position (C-H 0.95 Å) and was included in the refinement in the riding model approximation, with U(H) set to 1.2U eq (C). All other H atoms were located on a difference map and refined as riding on their parent atoms with individual isotropic displacement parameters. Figures   Fig. 1 . The molecular structure of the title compound, with atom labels and anisotropic displacement ellipsoids (drawn at 50% probability level). 0.0193 (6) 0.0243 (7) 0.0170 (6) 0.000 0.0032 (5) 0.000 N91 0.0251 (7) 0.0260 (7) 0.0204 (7) 0.000 0.0074 (6) 0.000 
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